
 ID Tox21_400005         Plate Batch2-SP109801 Well P1-K-14    File SP109801_K14.D       Inj Date: 10 Sep 11  10:18 am  MF C12H12N2S     MW 216.1     Expected Conc: 3.00 mM
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  RT   Found  ELS%  UV %  ELS[mg/mL]  Adj[ELS]  [N mM]   Adj[CLN]  #N

 1.37   Yes  100.0  99.1     0.35     1.63 mM  4.76 mM   2.38 mM  2.0

 1.42          0.0   0.0                                          2.0

 1.53          0.0   0.0                                          2.0

 2.33          0.0   0.9                                          2.0

Comment: Passed, M+H; M+H+DMSO

m/z250 500 750

Norm.

0
20
40
60
80

*MS+ 1.334:1.409 min
Max: 51560

 1
81

.0

 2
97

.0

 1
79

.0

 2
95

.0

m/z500

Norm.

0
20
40
60
80

*MS- 1.334:1.409 min
Max: 3213

 2
47

.0

 5
64

.6

 4
68

.3 2
23

.5

m/z250 500

Norm.

0
20
40
60
80

*MS+ 1.409:1.465 min
Max: 52388

 1
80

.9

 2
97

.0

 1
79

.0

 2
95

.1

m/z250 500 750

Norm.

0
20
40
60
80

*MS- 1.409:1.465 min
Max: 3390

 5
65

.0

 3
85

.6

 2
26

.6

m/z500

Norm.

0
20
40
60
80

*MS+ 1.504:1.602 min
Max: 45110

 2
97

.0

 2
18

.0

 2
95

.0

 2
17

.0 1
79

.0

m/z500

Norm.

0
20
40
60
80

*MS- 1.504:1.602 min
Max: 3478

 4
69

.1  5
65

.0

 3
87

.0

 3
04

.3

 2
22

.4

m/z500

Norm.

0
20
40
60
80

*MS+ 2.303:2.355 min
Max: 103268

 1
81

.0
 1

79
.0

m/z250 500 750

Norm.

0
20
40
60
80

*MS- 2.303:2.355 min
Max: 13914

 5
03

.3

 6
34

.4

 3
04

.7

 5
65

.1

Page 1 of 1

http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213966
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